Following are tables describing the oligonucleotide stereochemistry and hydrogen bonding interactions that occur during the molecular dynamics simulation of the CP1-KH3/8-nt poly(C)-RNA model as described in the manuscript.
Sterochemistry of modelled RNA The backbone dihedral angles of the poly(C)-RNA in the CP1-KH3-RNA model were calculated at every picosecond timestep in the 1 ns molecular dynamics simulation. The mean and std deviation (second and third value in each cell) of these angles are listed and allow the degree of movement over the simulation as well as any departure from the original model (first value -in bold) to be noted. The six dihedral angles which describe the oligonucleotide backbone are defined (as per standard nomenclature) by the following atoms: N/A N/A N/A * the numbering system is based on the oligonucleotide numbering within the Nova2-KH3-RNA structure (accession code: 1EC6) with bases 12-15 corresponding to the binding tetrad.
Hydrogen bonding
The lifetime of potentially important hydrogen bond interactions occurring between the protein and oligonucleotide assessed by determining their existence at each picosecond of the 1 ns molecular dynamics simulation (shown as a dot at each timepoint). Their presence was defined by the hydrogen bond acceptor and donor occurring within 3.8 Å of one another and within an X-H-X angle of 30 o degrees where X = the heavy atom. Water mediated hydrogen bonds occurring between the protein and oligonucleotide were defined as simultaneous hydrogen bonds occurring between the protein and the oligonucleotide to the same water oxygen.
